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chain nodes : 

1 2 3 4 5 8 10 11 12 16 17 18 21 22 25 32 33 34 35 38 39 42 
ring nodes : 

9 19 20 24 26 
chain bonds : 

1-2 1-3 3-8 3-42 8-16 10-11 10-12 17-18 17-19 20-21 20-22 24-25 34-35 34-38 
ring bonds : 

19-20 19-24 20-26 24-26 
exact /norm bonds : 

1-2 1-3 3-8 3-42 8-16 10-11 10-12 17-18 17-19 19-20 19-24 20-21 20-22 20-26 
24-25 24-26 34-35 34-38 



G2: [*1] , [*2] , [*3] , [*4] 

G3: [*5] , [*6] 

G4: [*2] , [*7] , [*83 , [*9] 



Connectivity : 

21:1 E exact RC ring/chain 22:1 E exact RC ring/chain 39:4 E exact RC ring/ chain 
Match level : 

1: CLASS 2: CLASS 3: CLASS 4 : CLASS 5: Atom 8: CLASS 9: Atom 10: CLASS 11: CLASS 12: CLASS 
16:CLASS 17:CLASS 18:CLASS 19:Atom 20:Atom 21:CLASS 22:CIiASS 24 : Atom 25:CLASS 
26:Atom 32:CLASS 33:CLASS 34:CLASS 35:CLASS 38:CL7VSS 39:CLASS 42:CLASS 
Generic attributes : 
5: 



C:\'program FileB\Stnexp\Queries\10_713174\8hiao-ha . 8tr 



I. 



---O „ 8 



, 13 



G --^y 

e ^1 



V 

N W----N * 

Hy6 ^ 



6 "1 



10 ^1' 



16 



35---37g 8 



14 12 



67 B 



13 



. 14 



40 

\ 

3r9--41 



62' 



-10 11 



43 



.10. 



64 



56- 



16 



.-1 3-. 



70- 



17— .i6---15« 



186' 



23— 7 



53-'-5rel2 



21®' 



22@ 



11 



5C"= 



20 19@ 



chain nodes : 

1 2 5 6 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 35 36 37 
39 40 '41 42 43 44 50 52 53 55 56 57 61 62 64 67 70 

ring/chain nodes : 
3 4 

chain bonds : 

1-2 1-3 1-70 4-5 4-6 8-67 9-61 10-11 10-62 12-13 12-14 15-16 16-17 19-20 
23-24 35-36 35-37 39-40 39-41 42-43 43-44 52-53 55-56 56-57 56-64 
ring/ chain bonds : 
3-4 

exact/norm bonds : 

1-2 1-3 1-70 3-4 4-5 4-6 8-67 9-61 10-11 10-62 12-13 15-16 16-17 19-20 
35-36 35-37 39-40 39-41 42-43 43-44 52-53 55-56 56-57 56-64 
exact bonds : 

12-14 23-24 



Gl:OH,SH,CN,Si, [*1] , [*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] 
G2:0H,SH,CN,Si, [*1] , [*2] , [*3] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] 

G3:0H,SH,CN,Si, [*13] , [*14] , [*15] , [*1] , [*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*l-i] , [*12] 
, [*16] 

Connectivity : 

5:1 E exact RC ring/chain 6:1 E exact RC ring/chain 21:3 E exact RC ring/chain 
50:2 E exact RC ring/chain 
Match level : 



. 1: CLASS 2: CLASS 3': CLASS 4: CLASS 5: CLASS 6: CLASS 8: CLASS 9: Atom 10: CLASS 11: CLASS 
*12iCLASS 13:CLASS 14:CLASS 15:CLASS 16:CLASS 17:CLASS 18:Atom 19:CLASS 20:CLASS 
^ 21:CLASS 22:Atom 23:CLASS 24:CLASS 35:CLASS 36:CLASS 37:CLASS 39:CLASS 40:CLASS 
41: CLASS 42: CLASS 43: CLASS 44: CLASS 50: CLASS 52: CLASS 53: CLASS 55: CLASS 56: CLASS 
57: CLASS 61: CLASS 62: CLASS 64: CLASS 67: CLASS 70: CLASS 
Generic attributes : 
9: 

Saturation : Unsaturated 

22: 

Saturation : Unsaturated 

Number of Hetero Atoms : Exactly 1 

Element Count : 

Node 18: Limited 
N,N1 
C,C2 
0,00 

s,so 

P,P0 
si, sic 

Node 22: Limited 
N,N1 
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chain nodes : 

1 2 5 6 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 31 32 33 35 
36 37 38 39 40 46 48 49 52 54 56 57 58 59 60 64 65 66 71 74 

ring/ chain nodes : 
3 4 

chain bonds : 

1-2 1-3 1-71 4-5 4-6 8-9 8-10 10-64 11-12 11-13 14-15 15-16 18-19 22-23 
31-32 31-33 35-36 35-37 38-39 39-40 48-49 52-65 54-66 56-57 57-58 58-59 58-60 
60-74 
ring/ chain bonds : 
3-4 

exact /norm bonds : 

I- 2 1-3 1-71 3-4 4-5 4-6 8-9 8-10 10-64 11-12 14-15 15-16 18-19 31-32 31-33 
35-36 35-37 38-39 39-40 48-49 52-65 54-66 56-57 57-58 58-59 58-60 60-74 

exact bonds : 

II- 13 22-23 

Gl:OH,SH,CN,Si, [*1] , [*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] 

G2:Si,0H,SH,CN, [*13] , [*1] , [*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] , [*14] , [*15] 
, [*16] 



G3:0H,SH,CN,Si, [*1] , [*2] , [*3] , [*5] , [*€] , t*7] , [*8] , [*9] , [*10] , [*11] , [*12] 



Connectivity : 

5:1 E exact RC ring/chain 6:1 E exact RC ring/chain 20:3 E exact RC ring/chain 
46:2 E exact RC ring/chain 



Match level : 

' liCIiASS 2:CLASS 3:Atom 4:Atom 5:CLASS 6:CIiASS 8:CLASS 9:CLASS 10:CLASS 11:CLASS 

12: CLASS 13: CLASS 14: CLASS 15: CLASS 16: CLASS 17: Atom 18: CLASS 19: CLASS 20: CLASS 

21:Atom 22:CLASS 23:CLASS 31:CLASS 32:CLASS 33:CLASS 35:CLASS 36:CLASS 37:CLASS 

38: CLASS 39: CLASS 40: CLASS 46: CLASS 48: CLASS 49: CLASS 52: CLASS 54: CLASS 56: CLASS 

57:CLASS 58:CLASS 59:CLASS 60:CLASS 64:CLASS 65:CLASS 66:CLASS 71:CLASS 74:CLASS 
Generic attributes : 

21: 

Saturation : Unsaturated 

Number of Hetero Atoms : Exactly 1 

Element Count : 

Node 17: Limited 
N,N1 
C,C2 
0,00 
S,SO 
P,PO 
Si,SiO 



Node 21: Limited 
N,N1 
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chain nodes : 

1 2 3 4 6 8 9 10 13 14 17 18 21 28 29 30 31 32 33 37 41 44 45 48 
51 

ring nodes : 

7 15 16 20 22 
chain bonds : 

1-2 1-3 3-6 3-41 6-51 8-9 8-10 13-14 13-15 16-17 16-18 20-21 30-31 33-37 

44-48 
ring bonds : 

15-16 15-20 16-22 20-22 
exact /norm bonds : 

1-2 1-3 3-6 3-41 6-51 8-9 8-10 13-14 13-15 15-16 15-20 16-17 16-18 16-22 
20-21 20-22 30-31 33-37 44-48 



G3: [*1] , [*2] 

G4: [*3] , [*4] 

G5: [*5] , [*63 , [*7] 

G6: [*6] , [*7] 

G8: [*3] , [*4] , [*8] 

G9: [*5] , [*9] , [*10] , [*6] , [*7] , t*ll] 
Connectivity : 



4:;l E exact RC ring/chain 17:1 E exact RC ring/ chain 18:1 E exact RC ring/chain 
32:1 E exact RC ring/chain 
Match level : 

1: CLASS 2: CLASS 3: CLASS 4: Atom 6: CLASS 7: Atom 8 : CLASS 9 : CLASS 10: CLASS 13: CLASS 
14:CLASS 15:Atom 16:Atom 17:CLASS 18:CLASS 20:Atom 21:CLASS 22 : Atom 28:CLASS 
29:CLASS 30:CLASS 31:CLASS 32 : CLASS 33:CLASS 37:CLASS 41:CLASS 44:Atom 45:CLASS 
48: CLASS 51: CLASS 
Generic attributes : 
4: 

Saturation : Unsaturated 
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chain nodes : 

1 2 5 6 8 9 10 11 12 13 14 15 16 17 18 19 20 21 23 24 35 36 37 39 
40 41 42 43 44 50 52 53 55 56 57 61 62 64 67 70 
ring nodes : 
22 

ring/chain nodes : 

3 4 
chain bonds : 

1-2 1-3 1-70 4-5 4-6 8-67 9-61 10-11 10-62 12-13 12-14 15-16 16-17 19-20 
23-24 35-36 35-37 39-40 39-41 42-43 43-44 52-53 55-56 56-57 56-64 
ring/ chain bonds : 
3-4 

exact/norm bonds : 

1-2 1-3 1-70 3-4 4-5 4-6 8-67 9-61 10-11 10-62 12-13 15-16 16-17 19-20 
35-36 35-37 39-40 39-41 42-43 43-44 52-53 55-56 56-57 56-64 
exact bonds : 

12-14 23-24 

Gl:OH,SH,CN,Si, [*1] , [*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , [*9l , [*10] , [*11] , [*12] 
G2:0H,SH,CN,Si, [*1] , [*2] , [*3] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , t*12] 

G3:0H,SH,CN,Si, [*13] , [*14] , [*15] , [*1] , [*2] , [*3] , [*4] , [*5] , [*6], [*7] , [*8] , [*9] , [*10j , [*11] , [*12] 
, [*16] 



Connectivity : 



^* 5r^ E exact RC ring/chain 6:1 E exact RC ring/chain 21:3 E exact RC ring/ chain 

43:2 E exact RC ring/chain 50:2 E exact RC ring/ chain 
Match level : 

1:CLASS 2:CLASS 3 : Atom 4:Atom 5:CLASS 6:CIiASS 8:CLASS 9:Atom 10:CLASS ll:CIiASS 
12:CIiASS 13:CLASS .14:CIiASS 15:CLASS 16:CLASS 17:CLASS 18:Atom 19:CLASS 20:CIiASS 
21:CLASS 22:Atom 23:CLASS 24:CLiASS 35:CIiASS 36:CIiASS 37:CLASS 39:CLASS 40:CLASS 
41: CLASS 42: CLASS 43: CLASS 44: CLASS 50: CLASS 52: CLASS 53: CLASS 55: CLASS 56: CLASS 
57: CLASS 61: CLASS 62: CLASS 64: CLASS 67: CLASS 70: CLASS 
Generic attributes : 
9: 

Saturation : Unsaturated 

Element Count : 

Node 18: Limited 
N,N1 
C,e2 
0,00 
S,SO 
P,PO 
Si,SiO 

Node 22: Limited 
N,N1 
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chain nodes : 

1 2 5 6 8 9 10 11 12 13 14 15 16 17 18 19 20 22 23 31 32 33 35 36 
37 38 39 40 46 48 49 52 54 56 57 58 59 60 64 65 66 71 74 
ring nodes : 
21 

ring/chain nodes : 

3 4 
chain bonds : 

1-2 1-3 1-71 4-5 4-6 8-9 8-10 10-64 11-12 11-13 14-15 15-16 18-19 22-23 
31-32 31-33 35-36 35-37 38-39 39-40 48-49 52-65 54-66 56-57 57-58 58-59 58-60 
60-74 
ring/chain bonds : 
3-4 

exact/norm bonds : 

I- 2 1-3 1-71 3-4 4-5 4-6 8-9 8-10 10-64 11-12 14-15 15-16 18-19 31-32 31-33 
35-36 35-37 38-39 39-40 48-49 52-65 54-66 56-57 57-58 58-59 58-60 60-74 

exact bonds : 

II- 13 22-23 

Gl:OH,SH,CN,Si, [*1] , t*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] 

G2:Si,0H,SH,CN, [*13] , [*1] , [*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] , [*14] , [*15] 
, [*16] 



G3:0H,SH,CN,Si, [*1] , [*2] , [*3] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] 



Connectivity 



6:1 E^exact RC ring/chain 6:1 E exact RC ring/chain 20:3 E exact RC ring/chain 
39:2 E exact RC ring/chain 46:2 E exact RC ring/chain 
Match level : 

1:CLASS 2:CLASS 3:Atom 4:Atom 5:CIjASS 6:CIiASS 8 : CLASS 9:CIiASS 10:CLASS 11:CLASS 
12: CLASS 13: CLASS 14: CLASS 15: CLASS 16: CLASS 17: Atom 18: CLASS 19: CLASS 20: CLASS 
21:Atom 22:CLASS 23:CLASS 31:CLASS 32:CLASS 33:CLASS 35:CLASS 36:CLASS 37:CLASS 
38:CLASS 39:CLASS 40:CLASS 46:CLASS 48:CLASS 49:CLASS 52:CLASS 54:CLASS 56:CLASS 
57: CLASS 58: CLASS 59: CLASS 60: CLASS 64: CLASS 65: CLASS 66: CLASS 71: CLASS 74: CLASS 
Element Count : 

Node 17: Limited 

N,N1 

C,C2 

0,00 

S,S0 

P,PO 

si, SiO 

Node 21: Limited 
N,N1 
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chain nodes : 

1 2 5 6 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 31 32 33 35 
36 37 38 39 40 44 46 47 50 52 54 55 56 57 58 62 63 64 69 72 74 

ring/chain nodes : 
3 4 

chain bonds : 

1-2 1-3 1-69 4-5 4-6 8-9 8-10 10-62 11-12 11-13 14-15 15-16 18-19 20-74 
22-23 31-32 31-33 35-36 35-37 38-39 39-40 46-47 50-63 52-64 54-55 55-56 56-57 
56-58 58-72 
ring/ chain bonds : 
3-4 

exact/norm bonds : 

I- 2 1-3 1-69 3-4 4-5 4-6 8-9 8-10 10-62 11-12 14-15 15-16 18-19 20-74 31-32 
31-33 35-36 35-37 38-39 39-40 46-47 50-63 52-64 54-55 55-56 56-57 56-58 58-72 

exact bonds : 

II- 13 22-23 



Gl:OH,SH,CN,Si, [*1] , [*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , t*9] , [*10] , [*11] , [*12] 

G2:Si,0H,SH,CN, [*13] , [*1] , [*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] , [*14] , [*15] 
, [*16] 

G3:0H,SH,CN,Si, [*1] , [*2] , [*3] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] 
G4:0,P 



Connectivity 



5:JE exact RC ring/chain 6:1 E exact RC ring/chain 15:2 E exact RC ring/chain 
16:1 E exact RC ring/chain 17:1 E exact RC ring/chain 18:2 E exact RC ring/chain 
• 20:3 E exact RC ring/chain 21:1 E exact RC ring/chain 22:1 E exact RC ring/chain 
38:1 E exact RC ring/chain 39:2 E exact RC ring/chain 44:2 E exact RC ring/ chain 
50:2 E exact RC ring/chain 58:2 E exact RC ring/chain 
Match level : 

1: CLASS 2: CLASS 3: Atom 4: Atom 5: CLASS 6: CLASS 8: CLASS 9 : CLASS 10: CLASS 11: CLASS 
12: CLASS 13: CLASS 14 : CLASS 15: CLASS 16: CLASS 17: Atom 18: CLASS 19: CLASS 20: CLASS 
21:Atom 22:CLASS 23:CLASS 31:CLASS 32:CLASS 33:CLASS 35:CLASS 36:CLASS 37:CLASS 
38:CLASS 39:CLASS 40:CLASS 44:CLASS 46:CLASS 47:CLASS 50:CLASS 52:CLASS 54:CLASS 
55: CLASS 56: CLASS 57: CLASS 58: CLASS 62: CLASS 63: CLASS 64: CLASS 69: CLASS 72: CLASS 
74: CLASS 
Generic attributes : 

21: 

Saturation : Unsaturated 



Element Count : 

Node 17: Limited 
Si,SiO 



Node 21: Limited 
N,N1 
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chain nodes : 

1 2 5 6 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 35 36 37 
39 40 41 42 43 44 48 50 51 53 54 55 59 60 62 65 68 72 

ring/chain nodes : 
3 4 

chain bonds : 

1-2 1-3 1-68 4-5 4-6 8-65 9-59 10-11 10-60 12-13 12-14 15-16 16-17 19-20 
21-72 23-24 35-36 35-37 39-40 39-41 42-43 43-44 50-51 53-54 54-55 54-62 
ring/ chain bonds : 
3-4 

exact /norm bonds : 

1-2 1-3 1-68 3-4 4-5 4-6 8-65 9-59 10-11 10-60 12-13 15-16 16-17 19-20 
21-72 35-36 35-37 39-40 39-41 42-43 43-44 50-51 53-54 54-55 54-62 
exact bonds : 

12-14p 23-24 

Gl:OH,SH,CN,Si, [*1] , [*2] , [*3] , t*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] 
G2:0H,SH,CN,Si, [*1] , [*2] , [*3] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] 

G3:0H,SH,CN,Si, [*13] , [*14] , [*15] , [*1] , [*2] , [*3] . [*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] 
, [*16] 



G4:0,P 



Connectivity 



- 5:1 exact RC' ring/chain 6:1 E exact RC ring/chain 8:2 E exact RC ring/chain 
9:2 E exact RC ring/chain 16:2 E exact RC ring/chain 17:1 E exact RC ring/chain 
18:1 E exact RC ring/chain 19:2 E exact RC ring/chain 21:3 E exact RC ring/chain 
22:1 E exact RC ring/chain 23:1 E exact RC ring/chain 42:1 E exact RC ring/chain 
43:2 E exact RC ring/chain 48:2 E exact RC ring/chain 
Match level : 

1: CLASS 2: CLASS 3: Atom 4: Atom 5: CLASS 6: CLASS 8: CLASS 9: Atom 10: CLASS 11: CLASS 
12: CLASS 13: CLASS 14: CLASS 15: CLASS 16: CLASS 17: CLASS 18: Atom 19: CLASS 20: CLASS 
21:CLASS 22:Atom 23:CLASS 24:CLASS 35:CLASS 36:CLASS 37:CLASS 39:CLASS 40:CLASS 
41:CLASS 42:CLASS 43:CLASS 44:CLASS 48:CLASS 50:CLASS 51:CLASS 53:CLASS 54:CLASS 
55: CLASS 59: CLASS 60: CLASS 62: CLASS 65: CLASS 68: CLASS 72: CLASS 
Generic attributes : 
9: 

Saturation : Unsaturated 

22: 

Saturation : Unsaturated 



Element Count : 

Node 18: Limited 
Si,SiO 



Node 22: Limited 
N,N1 
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chain nodes : 

1 2 5 6 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 31 32 33 35 
36 37 38 39 40 44 46 47 50 52 54 55 56 57 58 62 63 64 69 72 74 79 

ring/chain nodes : 
3 4 

chain bonds : 

1-2 1-3 1-69 4-5 4-6 8-9 8-10 10-62 11-12 11-13 14-15 15-16 18-19 20-74 
20-79 22-23 31-32 31-33 35-36 35-37 38-39 39-40 46-47 50-63 52-64 54-55 55-56 
56-57 56-58 58-72 
ring/ chain bonds : 
3-4 

exact/norm bonds : 

I- 2 1-3 1-69 3-4 4-5 4-6 8-9 8-10 10-62 11-12 14-15 15-16 18-19 20-74 20-79 
31-32 31-33 35-36 35-37 38-39 39-40 46-47 50-63 52-64 54-55 55-56 56-57 56-58 
58-72 

exact bonds : 

II- 13 22-23 

Gl:OH,SH,CN,Si, [*1] , [*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , t*12] 

G2:Si,0H,SH,CN, [*13] , [*1] , [*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] , [*14] , [*15] 
, [*16] 



G3:0H,SH,CN,Si, [*1] , [*2] , [*3] , [*5] , [*6] , [*7] , [*8] , [*9] . [*10] , t*ll] , [*12] 



G4:0,P 



Connectivity : 

5:1 E exact RC ring/ chain 6:1 E exact RC ring/chain 15:2 E exact RC ring/chain 
16:1 E exact RC ring/chain 17:1 E exact RC ring/chain 18:2 E exact RC ring/chain 
20:3 E exact RC ring/chain 21:1 E exact RC ring/chain 22:1 E exact RC ring/chain 
38:1 E exact RC ring/chain 39:2 E exact RC ring/ chain 44:2 E exact RC ring/chain 
50:2 E exact RC ring/chain 58:2 E exact RC ring/chain 74:1 E exact RC ring/chain 
79:1 E exact RC ring/chain 
Match level : 

1:CLASS 2:CIiASS 3:Atom 4:Atom 5:CLASS 6:CLASS 8:CLASS 9:CIiASS 10:CIiASS ll-CLASS 
12:CLASS 13:CLASS 14:CLASS 15:CLASS 16:CLASS 17:Atom 18:CLASS 19:CLASS 20:CLASS 
21:Atom 22:CLASS 23:CLiASS 31:CLiASS 32:CLASS 33:CLASS 35:CLASS 36:CLASS 37:CLASS 
38:CIiASS 39:CLASS 40:CIiASS 44:CIiASS 46:CIiASS 47:CLASS 50:CLASS 52:CIjASS 54:CLASS 
55:CLASS 56:CLASS 57:CIiASS 58:CLASS 62:CLASS 63:CLASS 64:CLASS 69:CLASS 72:CLASS 
74: CLASS 79: CLASS 
Generic attributes : 
21: 

Saturation : Unsaturated 



Element Count : 

Node 17: Limited 
Si, SiO 



Node 21: Limited 
N,N1 
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chain nodes : 

1 2 5 6 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 35 36 37 
39 40 41 42 43 44 48 50 51 53 54 55 59 60 62 65 68 72 77 

ring/ chain nodes : 
3 4 

chain bonds : 

1-2 1-3 1-68 4-5 4-6 8-65 9-59 10-11 10-60 12-13 12-14 15-16 16-17 19-20 
21-72 21-77 23-24 35-36 35-37 39-40 39-41 42-43 43-44 50-51 53-54 54-55 54-62 
ring/chain bonds : 
3-4 

exact /norm bonds : 

1-2 1-3 1-68 3-4 4-5 4-6 8-65 9-59 10-11 10-60 12-13 15-16 16-17 19-20 
21-72 21-77 35-36 35-37 39-40 . 39-41 42-43 43-44 50-51 53-54 54-55 54-62 
exact bonds : 

12-14 23-24 

Gl:OH,SH,CN,Si, [*1] , [*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , t*12] 
G2:0H,SH,CN,Si, [*1] , [*2] , [*3] , [*5] , [*6] , [*7] , [*8] , [*9] , t*10] , [*11] , [*12] 

G3:0H,SH,CN,Si, [*13] , [*14] , [*15] , [*1] , [*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , [*9] , [*10] , [*11] , [*12] 
, t*16] 



G4:0,P 



Connectivity 



v.5:l B exact RC *ring/chain 6:1 E exact RC ring/chain 8:2 E exact RC ring/chain 
9:2 E exact RC ring/chain 16:2 E exact RC ring/chain 17:1 E exact RC ring/chain 
^ 18:1 E exact RC ring/chain 19:2 E exact RC ring/chain 21:3 E exact RC ring/chain 
22:1 E exact RC ring/chain 23:1 E exact RC ring/chain 42:1 E exact RC ring/chain 
43:2 E exact RC ring/chain 48:2 E exact RC ring/chain 72 : 1 E exact RC ring/chain 
77:1 E exact RC ring/chain 
Match level : 

1: CLASS 2: CLASS 3: Atom 4: Atom 5: CLASS 6: CLASS 8: CLASS 9: Atom 10: CLASS 11: CLASS 
12: CLASS 13: CLASS 14: CLASS 15: CLASS 16: CLASS 17: CLASS 18: Atom 19: CLASS 20: CLASS 
21:CLASS 22:Atora 23:CLASS 24:CLASS 35:CLASS 36:CLASS 37:CLASS 39:CLASS 40:CLASS 
41: CLASS 42: CLASS 43: CLASS 44: CLASS 48: CLASS 50: CLASS 51: CLASS 53: CLASS 54:CLASS 
55:CLASS 59:CLASS 60:CLASS 62:CLASS 65:CLASS 68:CLASS 72:CLASS 77:CLASS 
Generic attributes : 
9: 

Saturation : Unsaturated 

22: 

Saturation : Unsaturated 



Element Count : 

Node 18: Limited 
Si, Sic 



Node 22 : Limited 
N,N1 
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chain nodes : 

9 11 12 13 14 
ring nodes : 

12345678 10 
chain bonds : 

7-9 8-13 10-11 10-12 13-14 
ring bonds : 

1- 2 1-6 2-3 2-10 3-4 3-7 4-5 5-6 .7-8 8-10 
exact/norm bonds : 

2- 10 3-7 7-8 7-9 8-10 8-13 10-11 10-12 13-14 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 



Match level : 

l:Atom 2:Atom 3:Atom 4:Atom 5: Atom 6: Atom 7:Atom 8:Atom 9:CLASS 10:Atom 
11: CLASS 12: CLASS 13: CLASS 14 : CLASS 



